TS-between Oxidized Dithiolene-Mo complex and HSO 3 -C -0.61028700 3.43611900 -0.43071800 S 0.52970400 2.04569500 -0.01754400 C -3.41814100 -1.60290600 -0.69069900 S -1.72277300 -2.07218300 -0.53045300 C -3.83601400 -0.31415700 -0.56184500 S -2.70535900 0.99270500 -0.16241500 Mo -0.57400700 -0.09666500 0.39627600 O -0.55617300 -0.31902500 2.09937000 O 0.90288900 -1.06838600 -0.33945100 H 1.95707500 1.39745000 -1.45105100 H -1.25729300 3.18745600 -1.29665600 H 0.00365800 4.33420700 -0.66391300 S 2.71071600 -0.49874700 -0.73528300 O 3.39804600 0.05879900 0.48968300 O 3.44541500 -1.57553600 -1.46234200 O 2.62785400 0.77131800 -1.87650000 H -4.89358300 -0.02758900 -0.72511700 H -4.13229800 -2.40829000 -0.95474100 H -1.27280600 3.66651100 0.42997900 O 2.18870500 -0.58727700 3.10707200 H 1.23401300 -0.53050300 2.87148100 H 2.60570800 -0.39230000 2.23445600
Reduced Diselenolene-Mo complex, L'LMoOH(H 2 O) C 3.19670700 -1.24361600 -0.98541300 S 2.49740200 0.40427700 -0.55555300 C -1.88190000 -1.97289100 -0.19745700 Se 0.00228900 -1.79015600 0.20013600 C -2.63003800 -0.89643900 -0.50695900 Se -1.87031200 0.87627700 -0.45404600 Mo 0.39104400 0.57236300 0.42573800 O 0.45127900 0.91858400 2.25546200 H 3.25595600 -1.88165300 -0.08247300 H 4.21697100 -1.07757700 -1.38563000
